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4: 1-(4-Chloroanilino)-4-(4-pyridylmethyl)phthalazine
Example 4

1-(4-Chloroanilino)}-4-{4-pyridyimethy(}phthalazine

A mixture of 14.19 g (0.1 mal) phosphorus pentoxide, 13.77 g (0.1 mol) triethylamine hydrochloride and 12.76 g (0.1 mol) 4-chloroaniline is heateg 24
homogeneous melt has formed (about 20 min).
To the melt, 5.93 g (0.025 mol) 4-(4-pyridylmethyl)-1(2H)-phthalkzinone (for preparation see German Auslegeschrift no. 1 061 788 [published 23.0%3
2000% C.

After the reaction mixture has cooled to about 100° C., 200 ml of water is added.

Stirring is continued until the temperatura reaches about 30° C., and then 20 ml conc. ammonia (30percent agueous ammonium hydroxide solutio
As spon as a diphasic mixture has formed, the organic phase is separated off, dried over anhydrous sodium sulfate, fitered, and the fittrate evaporateg
then added, and the mixture is cooled in an ice bath.

The crvstalllzate obtamed fittered off and washed with acetate and ether

N
[
L 1. eMolecules - BIZ2MBNE2EEBEHEN R

BHELFIEE ( HETE Reaxys FPIEREWY
S ESERLAEE - HERERNE
- . ; ERTE LN ERETEPER - )
hl Accelrys' ACD . 7 \N
% CanebrldgeSoft ACX f O OH B %H%g%yhgﬁ?%iq:ﬁj

Réniove

2. Accelrys ACD -

3. CambridgeSoft ACX -
o -

BEDIKBY




&R RIRY aREEHNRFENSH

BN ZNRFENS

«  OPUIREINEESRTH Save I Synthesis Plan JFHTREFEM XML #8304 - FBERT T AfE
i
Open BHTITFF :

Synthesis 1 &3

E] ) & ) 0 ‘0 P | & (oo oo =2 | B |=E

New Undo Open Save |Rename Duplicate Output Print Left Right Top Resize | Thumbnail

V|
=,
=

o

-

A

Synthesize (428)

planner_2013 02_ E
N 20_01_06_39.xml
l N
~
CH,4

o  OJMISREHEINEESR T Output ¥ Synthesis Plan #1755 W - SH& B PDF, Word,
RD File, Electronic Lab Notebook :

Synthesis 1 &3

B 9 & # B | 0P8 ow oo = B «&E

e Unda Open Save Rename Duplicate | Output Print Left Right Top Resize Thurmbrail

_ NH,

[% output @ E:,rnthems O ciations
to @ PDF/Print @) Microsoft O RO File  © Electronic Leb Notebook | e (428)
incd !

JEY

[ nclude the following headline




BRI

B 2L HT (R A7 Z

o rRHIREAEEREEL. P RNKTTRE A BRAEPER, 5 SRR AR

&, (UL PDF )

' reaxysi

CINH2

82 %

'reaxys'“

[ 0-Q-= + — A

82%

VVith phosphorus pertoxide.Iriemyl amine hydrochloride. im
Bold, Guido; Altmann, Kart-Heinz; Frei, Joerg; Lang, Mri
Wietfeld, Bernhard; Brueggen, Josef; Buchdunger, Biss
no;etal.;Joonal of B icinal Ohenistry; vot 43;rib. 12; (@
VievlinReaxvs

Example Name 4
Example Title 1-<(4—Chbroat_¥lno}—4—(4—pyrid)tlmemyi)P,theaz
Example 4 1-{4-Cl*>roanilino)-4-(4-pyri il &l =4
phorus pentoxide. 13.77 g{O- 1 mol}trielhylamine hymthiorid
ishea:edandstirredi nanitrogen am-oosphereat 200+ C. untfi 4
20 min). Tothemelt.5.Q3 g (0-025 nd) 4-{4-pyridylmeth!
Gemun Auslegesdhrift no. 1061 788 [published 23.07. @
stirred for 311at 2000" C. After the reactionrrixwre has
added. StilTing scontinuedIX!tithete.Jl1peraturereaches &o
(30perced.aqueous ammonium hydroxide soiltjon) and 90
As som as a cfpha.sic mixture has formed. M€ organic ph
sodium sulfate. filtered. and the filtrate evaporated on a Rl
M acetateis then added!. and themixture is cooledin an ¢
off and washed wilh acetate and edl.er. After reaysullizati
8 hat 120-C.* me title compound isoWinect m.p. 194-1

VVith P20,. cone. arnrmnia. trielhyl amine hydrodhl cride
Patent; Brazzedl, Romulus Kimbro; US200311 7137200
Vievlin Reaxys

Example Name 4
Example Title 1-(4-Chlol
-4 |




& ARy BRI B 2 AR

B B S 2 B o Bk

LI 1. R EEW T 58 Synthesize R E 5] Synthesis Plan:

M
.
+ e

a "
(LS8 s | (LS8 s | (L= s |
Synthesize Synthesize I Synthesize | Rx-ID: 8628237

Find simitar Find similar Find simitar Find similar reactions

IR 2. i%$F autoplan (with options), S, EIES ANFEREHEH FHFEK
B R 2

Yield Conditions References
RN
-
|
Sy thesize Synthesize Rx-ID: 8628237
F AutoPlan Settings ® pns
82% T ang, Marc; Manley, Paul W.; Traxler, P
No of plans to create |2 ¥ | Ferrari, Stefano; Furet, Pascal; Hofma
k we b hes5 v , Matthew; Stover, David; Acemoglu
Max. alternative branches | J semarie; Schlachter, Christian; Vette:
Max. steps |7 ¥ | B p.2310-2323
Show erals
Al starting materials commercially available Show Detais
Default yield for reactions without a given yield:
40 v %
Mote: Permanent condition changes please apply in My
Setfings.
Autopian

CIBA Vision Corporation

with P
_ el =i Patent: [ISA271233 R1. 2001 -

IR 3: Tk misk b )E, A autoplan. 150 A RGBS 2R



Details .
96.00,% c,_@

2 Add
Remove BEE

Fn?
)

) E)
Details Details N
-
L)

90.00.% 9—% } 96.00,% © e

D" e % o &
Add Add
Remove BEE Remove aEE

Details
97.00,% e
Add

Remove mEE

g

Details

100.00 % i
Add

Remove mEE

o

o

LS

Synthesize (3) Add

BE&

Details
94.00,% Az

Add

Remove BEE

&
Details
82.00._%

Remove
BER

LR 4 B R] 25 BARR OS2 AN S SCHER, LT B

1 O
Reaxys B2%

With phosphorus pentoxide; triethyl amine
hydrochloride
T=170°C; Condensation; 2 h;

Mestan, J

Journal of Medicinal Chemistry, 2000 ,
Title/ Abstract

Full Text

View crt\ng articles

vol. 43, # 12 p. 2310 -2323
Show Details

Bold, Guido; Altmann, Karl-Heinz; Frei, Joerg; Lang, Marc; Manley, Paul W.; Traxle
Josef Buchdunger, Eﬁsabeth Cozens, Robert; Ferrari, Stefano; Furet, Pascal, Hol
; Sills, Matthew; Stover, David; Acemoglu, Fig
Laesser, Laurent, Masso, Elvira; Roth Rosemarie; Schlachter, Chrstlan, Vetterli, 1

o 4

With P30s; conc. ammonia; triethyl amine
hydrochlaride in - chloroform; water

Brazzell, Romulus Kimbro
Patent: S2003/171375 A1, 2003 ;

Show Experimental Procedure

Show Experimental Procedure Title/ Abstract Full Text Show Details
O With P30s; conc. ammonia; triethyl amine CIBA Vision Corporation
hydrochloride in chloroform; water Patent: US6271233 B1, 2001 ;
Title/ Abstract Full Text Show Details




LB SR>

L 2K >

L NHAHEK - HEEBO TR - — M REE 5 - 7 TRNASHREN - S— 1 HEE
— I HEREENERE BE - APENLFEYE -

CH
HN :
OH ©
0~ ~OH OH
HO

O

I ORF4E - BRI NEIRROKRA 4L (RWEE ) - 2E (As Drawn) #BE - 10RE|
ZOMYR ? BRER - BXRERA - BHEARKANEEZ R W - RRFZD YR ?
MEHRBELEY - ¥ AEREE ; ERE NIRKOLUZE "EHfaRA" - 9RE 2/ DY)

&2
0 0.
CH,
2@
5 Cl

.  HFERERARRS - RO NPEREERAKBENTE - ROIM 7R -

] 0
—
—
. 5
¢ —
0
0 0

CH, cl




LB SR>

V. FERNEEEH - BHEEFRNBEEFENER T - SEBRRAKENRN - RO T

PR e
;::H3 CH,
O 0
=N
L 0 MH
/

V. DEXRHEEREHN - BRLX_PEERGIEE o BHEMY PR R ERN
B4R -

O
"'l | NH
O



LB 2R > XA BE

X4 B

%3 1 HHERB T - —PHAEIE 5 - 7 TRNASE
WRER  Z— I HEE-IHELEERERE -
RE - AFEREEDR -

CH
HoN ’
OH O
0~ ~OH OH
HO o

1. ERENRBE L =B -

el o5

2. FRERTIBEERERT - ARBEHRRIEERIE
on [RF (Edit Atom) > 757~ (Link Node) >L1-

- o112 3

':;;-E » ®L13 [
- (L1-3)

3. BEEMWRFARE 4 MRF - REARBLES

%E * X - HIRRIEFERIELH (Eit Structure) >
w0 (Add) > fIETLFH (Position
© [« Manual Atom Map Variation Bond) - EIBRARET - HBER
Multi-Center R REFIRIELEM (Edit Structure) > 70
_%G'. Position Variation Bond (Add) > fUEBZLT % (Position Variation
Bond) -

\&] e
_
¢ j:;ﬁ>
o
¢




LB 2R >

XA BE

-

4, EFEHDP—NMIELTFH (Position Variation Bonds)
£ BHRF;

ERAFEE (cooh) -
COOH

P
(L1-3)

b o

S
b1l | Atom list

= W
LE (NI O
Close

5. TR —MIEZLFH (Position Variation Bonds)
- BHEZ (More) %4 - BIRRFIIER ; AFE &R
TR (Atom List) =4 - H#EEC N O -

COOH

[C.N.O] | \ﬂl PR
] (L1-3)
7

Transfer Query |

(® As drawn
(O substructure:

I Search I

6. BHEBEWE (Transfer Query) ZfH - EFRE (As
Drawn) °
BEHEER (Search) -

R 4 29 YR -




SRS RIS
il
%> 2 MR - BRUWFFIRRURAL (RMEE ) 7510 - 1R 2

LR ? MAERBLEY - BTN R WEFFIREF 4
MR - WREZDMYR ? MERELEN - T ARREH ;
ME FIRATLZE "R - 1REIZ DY ?

CHg

aenerate structure from name

1. FRRBAMREMEY (Generate Structure from
Name) - KSR FI4ELEH -

Please enter a chemical identifier and click “"Submit'

Chernical Mame:  aspirin

InChI-Key BESYMRYMUTREXSO-UHFFFACYSA-N
CAS-No: 50-75-2

Sniles COf=0n00 1 =00 C=CC=C 1100 =0

Submit

O s drawn
® substructure:

) on heteroatoms

() on all atoms

Search

2. [MSEZEAGEANMBIRFIFLEM (Substructure on all
atoms) ° B

#Z (Search) -

SR 4 171 YR -

3. REEFEW|IIE - Wi - TZEMWMA MarvinSketch ©
MEFURT ; ARBEDIHRIIERE | HRIERT (Edit
Atom) > 171K (Stereo) >R/S>R -




STE S a3
[Transfer Query | 4, BETHEFEEW (Transfer Query) & - EEFIBRTF
BF45+%) (Substructure on all atoms) ° BHIE=R
) As drawn (SG&I’Ch) °
() substructure:
(:}' on heteroatoms
I () on all atoms I
&R . A 12 7Y -
Search
5. REFEWIE (Query page) ; ABEWNE - FTH
Pr MarvinSketch - BIERZLIR ( BIBREER - BREUE N) - &
i Reaxys B 54H (Reaxys Generic Groups) B#J
“r" 12 - %5 CHC - BEREEARF (Close) - &RfEET
N ,
|
OQ‘%’ @]
CHC
BUER CHC 2 - <!
6. BEHEBEW (Transfer Query) - EEFMBERTFHFEY

| Transfer Query |

O As drawn
{® Substructure:

) on heteroatoms

) on all atoms

|| Search

(Substructure on all atoms) °

BHEZER (Search) -

R 416 1YfE -




LB SR> PR RN IXEL S

R A IRET =
%> 3 H O PR R AR R -
==~
= =0 1. % MarvinSketch B E& : &
% BHEET

o 0
- )\m
)j\o,f

2. BA [.s 6] REEMENMNERF LS

HEB -

, 3. BHRERFHE (Atom Mapping) T
© [ Manual Atom Map B (Fik (Arrow) TEFA) 2
B9 Map Atoms EBERGERNYPH CO FRIMKER
inmap Atoms T FREEEEERYTH CO T

BIIKIRF - MRS 2 N P RIAR N R
s
0 9]
I—
L —p ){\CI
170 (s}
(s8)
| Transfer Query 4. BEHBEN (Transfer Query) -
mPEWIELN "THMHR Bik
) asdrawn

B (A olgs "EERaIER"
O substructure:

"TRE" &
Search I| gﬁTE) ° ﬁ]:%}& (AS

Drawn) - 258 = (Search) °




LB SR> P RAIKETR

Query
o o
(s8) —‘{ I )j\
/o T o

(s8)

Z8 % 1857 NN -

Result example

U_Lu — .

cH, s




R4S SR NI EBEE
IR AT
%3] 4 B 7 JE R R B R

7 BB R NI N

1. 8% SHhERNAZOF RN -

il
=
e

MH-

2. O HEFEARRSTH  XiF  HREZUBMAS
THEE - JRIEREZR (Lasso) #®wHEIE - 8
HZEAKXI - AERA "NO2" - HTAM -

MMH,

N -
e
[} + —— +
2 MO,

Reaction E}

Merge Reactants Q

Unmerge Reactants

Merge Products [%

Unmerge Products

3. IR ZEF NO2 ETNAS—MERY) - HFR
BRASH  dHTZIER - FRER
(Lasso) T B - #F 2 MRNYWER - 4G
RREFE(EZE (Chemistry) > RN
(Reaction) > &H&RMN4Y) (Merge
Reactants) - EFEERMER - AEKRRERE
{E% (Chemistry) > &N (Reaction) > &7F
£/ (Merge Products) -

o NH,
o
NO, —_—
z NO,




LB 2R >

IERNEBRER

s s

4. PREVERDPH CHA N ENERY) - X5 - £
TFEWERN - ERYINERS - fHZEAK

1 BA
S* %ﬂﬁiﬁﬁ C# N-

=
N
=N
e
(="
NO
2 . MO,

i

® [+, Manual Atom Map

Unmap Atoms

5. &/a - BEZKRAN - EFRE (Map) TH -
EBEY L8t C REHEEMREN C £ -
A NO2EE -

(?\])

N
1//
(s™)1
2 M 3 — - A NO,
A A

Transfer Query

(® substructure:
O on heteroatoms
(* on all atoms

I Search I

6. BHEBREW (Transfer Query) - 7 Reaxys
SRR virk =S
FIBRFHF44 (Substructure on all
atoms) - BEHIEZE (Search) -

R

| .
o]

SR 4959 PRI -




e % PR IRISIE
PR PEE I RSl -
%3] 5 BRBAR_PHIW ISR A - BRERYF

ARV SR i AV E A5 -

aenerate structure from name

1. ERNEW (Reactions Query) TiH - &
M BIRFZELEM (Generate Structure
from Name) ZHFBEADBK PR Z
(phthalimide) °

Search as [ by
® Product

(* s drawn

| Search |

2. TEELERY (Product) F13ZE (As Drawn) -
BHEE (Search) -

R 49 511 MM e

3. BEHEWSME - REIZEW (Query) T
M - XWHEFTFH MarvinSketch -

4. FRERIER AREGHFHERNLEZE
B RERREERELCFRE (Edit
Bond) > &M 9/ (Reacting Center) >
FR (Make) SKlifizd (Break) -




LB 2R >

BE BB LRI F

Search as [ by

Search |

(*) Product (¥ As drawn

5. BE¥E® (Transfer) « EFEMR
#) (Product)

MIZE (As Drawn) - BHER
(Search) -

ERTH B % 16 MR -
r@ e = ﬁ::im
6. BHBEWSME  REEENH
(Query) TiE - WHFTF
MarvinSketch -
7. ARBEINCHIERE - AEIT
Query RBEIL2R (Edit Bond) >
0 Rishty  (Reacting Center) >
— Cﬁm % (None) - AEAER&EHTH
o"“‘ IREER - ZEEFEREL
Z# (Edit bond) > RNH/4
(Reacting Center) > 5%
(Make) ZLiffizd (Break) ©
Search as [ by 8. BEHE® (Transfer) - %
£ (Product)
(*) Product & As drawn FIZE (As Drawn) - S
= (Search)
| Search |
o O -OH 0
i AL E @:j”” LR 4 64 NRR




RESZIEFE

RiES=Z15r

[RFEW\INEE
ek [RF3I3 (Atom Lists) — Z8IZRF3I%E - BREEHEZ (More) 12 H
— - MBEEBEEHIRFSIFER (Atom List) 28 - BEMIERTR - ZEBEEH R
Atom list | ] (Close) - EBARYEAnIaZIEARY - BISREIS I - E&E WS BT
ZEF - BT MARFFIER (Atom List) °
Close i

DFRERAEMR (Allow maximum substitution) — H1TZE (As
Drawn) 18R - 2 HMNIUAITER -

BEEWNHEEGRSF  AERA

.S 6 (f-s-6) ° [kRIZE - AEE—HEIR)

(REZEREHF)

PRHIE R (Block substitution) — HfT FEMIL R - ZRAIMIE A
B BEBWNSEHEF  AERA s

(R-s-25) -« [kRIZR - FBE—iEiE]

(REEZEREHS)

k
— (L1-10) /

-
ek

BT R (Link Node) — 2EXBERFIEHE - IBEAERLRE (Lasso
Select) TE®XFEAFEE BTN

[RF - BREE  AREERFERF (Edit Atom) > FET R (Link

Node) - AFEFEHZF -

i

Reaxys S (Reaxys Generic Groups) — R4S - EEEW
EeEHRF

B r 2 - %EZ&?\%?@H g - Reax%/s LFH?%%(Reaxys
Generic Groups) K15 lﬁ/)l—‘ Reaxys s BNy -

RISIEE —GREGFHUHRT  &F
REB[RT (Edit Atom) > II{K (stereo) > R/S -




RESZIEFE

EZ2REWINEE

L] I;‘;I Single or Double
] |_——' Single or Aromatic
] |_——' Double or Aromatic

@7 (Bond type) — EA G FARMOCERRE  BAEE
L2 - AAEHERE (Edit) > (524 (Bond) > 7
(Type) = #ATR 2 15 24 H HE I -

O [ Any

H23A*M (Bond topology) — ZIEEM RS NE
® [—| None SR BEARBEEAENMEFR  REEFRE
O [# In Ring (Edit) > {E=#2 (Bond) > #A#h (Topology) - A&
o [ In chain PEFRIE L AYIEIN -

Absolute Stereo (CHIRAL
'« Manual Atom Map
Multi-Center

{-; Position Variation Bond

fIEZ R4 (Position Variation Bond) — ZR1FENK
REBTHEER

BN A IEEXRNRBIBYIUE - BEAITFERNUELE
BEXNRBHNIRF - AFITFERELH (Edit Structure) >
7N (Add) > UELFH (Position Variation Bond) -

Edit Bond Reacting Center

¥ = Stereo Search

E/Z A€ — REEM MEFR - MEH Z -
BAREHEFR  ARERERE(LFH (Edit Bond) >
I RIS ER (Stereo Search) -




RESZIEFE

R RIEWINEE

Reaction F
Enhanced

O off

RS o]

® Inversion
2! Retention

#4E (Inversion)/fR1F (Retention) — BIEERNY)
MEREABR AL
BARBETREFHERERERT (Edit Atom) >
II{K (Stereo) > &R (Reaction) - #AGIERFE
HRYIEI -

Reacting Center ¥
Stereo Search

Remowve Bond

[x]

enter

ake or Break
Change

ake and Change

R %0 (Reacting Center) — 235 ;2 M A
2R -

HrEdsd T - BHRETEFR - AREEERIEL
= (Edit Bond) > RN %0 (Reacting

Center) °

REHIFIELRVIEIN -

|-

7

® ',/ Manual Atom Map
un%w Atoms

MRS (Map) — 2451l M
Map) T& -
REERNYPREGRF - HEREEERY
hARRNRRF L -

IBRTGREFERE (Atom

Chemistry
Residue
Reaction Unmap Atoms
Merge Products

BHKRNY) (Merge Reactants)/4E %) (Products)
— Z5HER

BIERNADFIERNER - AREEFEZE
(Chemistry) > R (Reaction) > &7 &N
(Merge Reactants) ( St&FEMKY (Merge
Products) ) -




FZEE - 15140
WWW.reaxys.com

hE
B JEREE - £ 9:00 2 FF 6:00

E81E : +86 (021) 6133 3055; +86 (021) 6133 3053

BB g.li@elsevier.com; e.gao@elsevier.com

=H . ROMA PR A E At X

BEFBFRS BEFBFRS

(XS - PR ERE - E4F 8:00 ( R ERREFY - BMEAREIIN—/\EY - £ 9: 00
274 8:00) 2FF6:00)

EBiE - ZEG T ; +1 (888) 6154500  EBIE : +31 20 485 3767 EBiF

ZRERTE © +1 (314) 523 4900 EBF B : nlinfo@elsevier.com

BEFHB4 : usinfo@elsevier.com
EAS AT B FH4 ;- brinfo@elsevier.com

HZ : TR -

BEFBEFRS BEFHBEFRS

(RRPDPAZE - BARRERE - (NI AZE - FIEARERTE - £ 9: 00
£ 9:30 2 T4 5:30) ZTF6:00)

B85 : +81 (3) 5561 5035 EBiE : +65 6349 0222

B8R4 : jpinfo@elsevier.com BF#RfF : sginfo@elsevier.com

ML : japan.elsevier.com

_&., ' reaxys’

Reaxys” & Elsevier Properties SA BEMEIN - BARIRIF - REWD - FolEA -


http://www.reaxys.com/
mailto:e.gao@elsevier.com
mailto:邮件：nlinfo@elsevier.com
mailto:邮件：nlinfo@elsevier.com
mailto:邮件：usinfo@elsevier.com
mailto:邮件：brinfo@elsevier.com
mailto:邮件：brinfo@elsevier.com
mailto:邮件：jpinfo@elsevier.com
mailto:邮件：sginfo@elsevier.com

